C 16H20N204, monoclinic, P2, a = 6.270 (1), b= 11.119(3),c= ll.640(4)A, fl= 100.7 (2)°,Dm = 1-27 (flotation), D c = 1-26 Mg m -3, Z = 2. The structure has been refined to a final R value of 0.041 for 1584 independent counter-measured reflections. The oxazolone ring in the molecule is nearly planar. The exocyclic O atom is 0.065 A out of the plane defined by the other four atoms in the ring belonging to the lactone group. The difference in length between the two adjacent C-O bonds in the ring is small, but significant. The crystal structure is stabilized by van der Waals interactions and a N--H... N hydrogen bond.
The X-ray data were collected on a CAD-4 computer-controlled diffractometer from a specimen 0.4 x 0.4 x 0.1 mm using graphite-monochromated Cu Ka radiation up to a Bragg angle of 75 °. Of the 2010 unique reflections collected in this range, 1584 had I > 2a(I) and were subsequently used for the structure determination and refinement. The data were corrected for Lorentz and polarization factors. In view of the moderate size of the structure, the X-ray analysis * Contribution No. 147. 0567-7408/80/061498-03501.00 Table 1 . Coordinates (x 104) and equivalent isotropic thermal parameters (Hamilton, 1959) of the nonhydrogen atoms
The standard deviations are given in parentheses. (Germain, Main & Woolfson, 1971) as well as by the symbolic addition procedure (Karle & Karle, 1966) . In both cases three calculations were made, the first with normal E values, the second with E values calculated using spherically averaged group scattering factors for rigid fragments and the third with E values normalized ((E 2) -~ 1) in each parity group. In each of the six calculations, the E map corresponding to the most probable solution was uninterpretable. After a careful examination of E maps corresponding to the second most probable solutions followed by trial structure factor calculations, a fragment containing 12 atoms could be identified. The remaining atoms were located from a subsequent difference Fourier map. The structure was refined, with anisotropic and isotropic thermal parameters for the heavy atoms and the H atoms respectively, using the modified version of a blockdiagonal least-squares program originally written by R. Shiono. The refinement converged at R = 0.041. The weighting scheme was of the form 1/(a + bF o + CF2o), where a = 1.05, b --0.158 and c = 0.004. The scattering factors for the non-hydrogen atoms and the H atoms were taken from Cromer & Waber (1965) and Stewart, Davidson & Simpson (1965) respectively. The final coordinates of the non-hydrogen atoms are given in Table 1 .* Discussion. The bond lengths and angles in the molecule and the crystal structure are shown in Figs. 1  and 2 respectively. The molecule can be considered as being made up essentially of three planar groupings, namely the five-membered ring, the peptide-like fragment 0(8), C(9), O(10), N(ll), C(12), and the phenyl ring. The values of the five dihedral angles necessary to define the geometrical relationships among them are given in Table 2 . The five-membered ring and the peptide-like group are inclined with respect to each other at 68-8 ° whereas the plane of the phenyl ring makes an angle of 82.5 o with that of the peptide-like group.
The displacements of the atoms in the five-membered ring from its mean plane vary from -0-011/k to 0.012 A. Two of these displacements, namely those of C(20) and 0 (22) it is found that in most of the structures analysed so far, C ~ is sp 3 hybridized. In these structures, the length of the C'~-O ~ bond is, on average, greater than that of the Cv-O ~ bond by about 0.1 A. It has been proposed that this difference can be explained by two factors, namely the difference in hybridization state of C '~ and C v, and the electron delocalization along the Cv-O ~ and Cv-O" bonds (Kalyani & Vijayan, 1969) . In the present structure, as well as in the structure of a lactone oxime (Jones & Chancy, 1972) , C '~ is sp 2 hybridized and hence the difference in the two C-O lengths could only be due to electron delocalization. The C'~-O ~ and C~'-O ~ lengths in the present structure are 1-392 (3) and 1.376 (3) ]k respectively. The corresponding values in the lactone oxime are 1.402 (5) and 1.369 (5) A. Thus the effect of electron delocalization is small though significant. The third geometrical feature associated with the lactone group is the inequality of the exocyclic angles about the carbonyl group. In the present structure, the two angles differ by 8.7 o, a value comparable with those observed in other similar structures.
The crystal structure is stabilized by van der Waals interactions and an intermolecular N-H... N hydrogen bond. The dimensions of this hydrogen bond are given in Table 2. 
